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Figure S1: Training set of compounds used to select the best ChemScore cutoff for screening the docking results. Table S1 : Biological characterization of compound 3-7 with the purified, human CYP17A1. Table S2 : Complete biological characterization of compound 1, 2 and abiraterone on the production of steroidal hormones in the H295R cell line. c The measurement suffers of intrinsic inaccuracy because of the K d value smaller than the lowest protein concentration at which the titration can be performed with acceptable signal:noise (100 nM).
d Calculated using the highest absorbance data.
e ND: not determined. 
